Key indicators: single-crystal X-ray study; T = 200 K; mean (C-C) = 0.002 Å; R factor = 0.030; wR factor = 0.086; data-to-parameter ratio = 16.8.
Related literature
For general background on the pharmaceutical and biological activity of pyrazole compounds, see: Isloor et al. (2009) ; Vijesh et al. (2010) ; Sharma et al. (2010) ; Rostom et al. (2003) ; Ghorab et al. (2010) ; Amnekar & Bhusari (2010) . For graph-set analysis of hydrogen bonds, see: Etter et al. (1990) ; Bernstein et al. (1995) . 
Data collection
Bruker APEXII CCD diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2008) T min = 0.931, T max = 1.000 18344 measured reflections 5116 independent reflections 4588 reflections with I > 2(I) R int = 0.013 Refinement R[F 2 > 2(F 2 )] = 0.030 wR(F 2 ) = 0.086 S = 1.02 5116 reflections 304 parameters H-atom parameters constrained Á max = 0.36 e Å À3 Á min = À0.21 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) x À 1; y À 1; z; (ii) Àx þ 1; Ày þ 1; Àz.
Data collection: APEX2 (Bruker, 2010) ; cell refinement: SAINT (Bruker, 2010) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and Mercury (Macrae et al., 2008) ; software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2009 The pyrazole ring is an important structural motif found in several pharmaceutically active compounds. Because of its easy preparation and rich biological activity, the pyrazole skeleton plays an important role in biologically active compounds such as antibacterial (Isloor et al., 2009; Vijesh et al., 2010) , anti-inflammatory (Sharma et al., 2010) , analgesic (Rostom et al., 2003) , anticancer, radioprotective (Ghorab et al., 2010) and anti-convulsant agents (Amnekar & Bhusari, 2010) . Prompted by the diverse activities of pyrazole derivatives, we have synthesized the title compound to study its crystal structure.
In the title compound the C═C double bond in the Michael system adopts (E)-configuration ( Fig. 1) . The 1-phenyl-1Hpyrazole moiety is essentially planar (r.m.s. deviation of all fitted non-hydrogen atoms = 0.0780 Å). However, the mean planes of the two components are inclined at an angle of 9.95 (7)°. In the crystal, C-H···O contacts whose range falls by more than 0.3 Å below the sum of van der Waals radii of the corresponding atoms are present. They are supported by one of the H atoms of the pyrazole system on the one hand and one of the H atoms on the dichlorophenyl moiety on the other hand. While the former of these contacts applies exclusively to one of the O atoms (O1) on the nitro group as acceptor, the latter ones are apparent in conjunction with the O atom (O3) on the Michael system (Table 1 and Fig. 2 ). In terms of graph-set analysis (Etter et al., 1990; Bernstein et al., 1995) , the descriptor for the C-H···O contacts is C 1 1 (11)R 2 2 (10) on the unitary level. The shortest intercentroid distance between two aromatic systems is 3.5455 (7) Å involving inversion related pyrazole systems [CgA···CgA i ]. Further π-π interactions are manifest between inversion related 4-nitrophenyl rings (CgC···CgC ii = 3.6443 (7) Å) and inversion related 2,4-dichlorophenyl rings (CgD···CgD iii = 3.7797 (7) Å) [symmetry codes: (i) -x + 2, -
In total, the molecules are connected into a double layer two-dimensional network lying parallel to plane (110) [ Fig. 3 ].
Experimental
To a cold, stirred mixture of methanol (20 ml) and sodium hydroxide (12.09 mmol) was added 2,4-dichloroacetophenone (4.03 mmol). The reaction mixture was stirred for 10 min. To this was added 3-(4-nitrophenyl)-1-phenyl-1H-pyrazole-4carbaldehyde (4.03 mmol) followed by tetrahydrofuran (30 ml). The solution was further stirred at 0°C for 2 h and then at room temperature for 5 h. It was then poured into ice cold water. The resulting solution was neutralized with diluted hydrochloric acid. The solid that separated was filtered, washed with water, dried and crystallized from ethanol. Yield: supplementary materials sup-2 Acta Cryst. (2012). E68, o616-o617 1.48 g, 79.39% (m.p. 478-480 K).
Refinement
Carbon-bound H atoms were placed in calculated positions (C-H 0.95 Å) and were included in the refinement in the riding model approximation, with U(H) = 1.2U eq (C).
Computing details
Data collection: APEX2 (Bruker, 2010) ; cell refinement: SAINT (Bruker, 2010) ; data reduction: SAINT (Bruker, 2010) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and Mercury (Macrae et al., 2008) ; software used to prepare material for publication: SHELXL97 (Sheldrick, 2008) and PLATON (Spek, 2009 ).
Figure 1
The molecular structure of the title compound, with atom labels and displacement ellipsoids drawn at the 50% probability level. A view along the a axis of the crystal packing of the title compound (displacement ellipsoids are drawn at 50% probability level). C5-N1-N2 112.12 (9) C15-C16-C11 120.93 (10) C5-N1-C21 127.88 (9) C15-C16-H16 119.5 N2-N1-C21 119.91 (9) C11-C16-H16 119.5 C6-N2-N1 105.11 (8) C22-C21-C26 120.80 (11) O2-N3-O1 123.73 (10) C22-C21-N1 119.53 (10) O2-N3-C14 118.48 (10) C26-C21-N1 119.66 (10) O1-N3-C14 117.79 (10) C21-C22-C23 119.37 (12) O3-C1-C2 122.78 (10) C21-C22-H22 120.3 O3-C1-C31 118.98 (10) C23-C22-H22 120.3 C2-C1-C31 118.10 (10) C24-C23-C22 120.62 (13) C3-C2-C1 119.88 (10) C24-C23-H23 119.7 C3-C2-H2 120.1 C22-C23-H23 119.7 C1-C2-H2 120.1 C25-C24-C23 119.27 (12) C2-C3-C4 125.46 (10) C25-C24-H24 120.4
(2E)-1-(2,4-Dichlorophenyl)-3-[3-(4-nitrophenyl)-1-phenyl-1H-pyrazol-4-yl]prop-2-en-1-one

